2-Ferrocenyl-N-(2-ferrocenylbenzoyl)-N-(4-methyl-2-pyridyl)benzamide by Gallagher, John F. et al.
electronic reprint
Acta Crystallographica Section E
Structure Reports
Online
ISSN 1600-5368
Editors: W.T.A. Harrison, J. Simpson and
M. Weil
2-Ferrocenyl-N-(2-ferrocenylbenzoyl)-N-(4-methyl-2-pyrid-
yl)benzamide
John F. Gallagher, Steven Alley and Alan J. Lough
Acta Cryst. (2009). E65, m332–m333
This open-access article is distributed under the terms of the Creative Commons Attribution Licence
http://creativecommons.org/licenses/by/2.0/uk/legalcode, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original authors and source are cited.
Acta Crystallographica Section E
Structure Reports
Online
Editors: W. Clegg and D. G. Watson
journals.iucr.org
International Union of Crystallography * Chester
ISSN 1600-5368
Volume 61
Part 11
November 2005
Inorganic compounds
Metal-organic compounds
Organic compounds
Acta Crystallographica Section E: Structure Reports Online is the IUCr’s highly popu-
lar open-access structural journal. It provides a simple and easily accessible publication
mechanism for the growing number of inorganic, metal-organic and organic crystal struc-
ture determinations. The electronic submission, validation, refereeing and publication
facilities of the journal ensure very rapid and high-quality publication, whilst key indica-
tors and validation reports provide measures of structural reliability. In 2007, the journal
published over 5000 structures. The average publication time is less than one month.
Crystallography Journals Online is available from journals.iucr.org
Acta Cryst. (2009). E65, m332–m333 Gallagher et al. · [Fe2(C5H5)2(C30H22N2O2)]
2-Ferrocenyl-N-(2-ferrocenylbenzoyl)-
N-(4-methyl-2-pyridyl)benzamide
John F. Gallagher,a* Steven Alleya and Alan J. Lough‡b
aSchool of Chemical Sciences, Dublin City University, Dublin 9, Ireland, and
bDepartment of Chemistry, 80 St. George Street, University of Toronto, Toronto,
Ontario, Canada M5S 3H6
Correspondence e-mail: john.gallagher@dcu.ie
Received 6 February 2009; accepted 20 February 2009
Key indicators: single-crystal X-ray study; T = 150 K; mean (C–C) = 0.007 A˚;
R factor = 0.060; wR factor = 0.154; data-to-parameter ratio = 16.5.
The title compound, [Fe2(C5H5)2(C30H22N2O2)], a 2:1 product
of the reaction of 2-ferrocenylbenzoic acid and 2-amino-4-
methylpyridine, forms a twisted molecular structure in the
solid state due to steric effects from the two benzene rings
ortho-substituted with ferrocenyl and carbonyl-derived
groups. A short intramolecular C—H   interaction is
observed involving a substituted 5-C5H4 ring and an ortho
H atom of the benzene ring on the opposite side of the
molecule. In the crystal structure, there are no classical
hydrogen bonds: interactions comprise a short C6—H  (C6)
interaction involving substituted benzene rings and two C—
H  O C interactions per molecule.
Related literature
For background information, see: Gallagher et al. (2008,
2009a,b). For the parent compound, 2-(dibenzoylamino)-
pyridine, see: Weng et al. (2006). For a related ferrocene
derivative, see: Moriuchi & Hirao (2007). For related struc-
tures, see: Akinboye et al. (2009a,b). For a description of the
Cambridge Structural Database, see: Allen (2002).
Experimental
Crystal data
[Fe2(C5H5)2(C30H22N2O2)]
Mr = 684.38
Triclinic, P1
a = 12.0861 (7) A˚
b = 12.4935 (8) A˚
c = 12.5028 (8) A˚
 = 65.159 (3)
 = 62.696 (3)
 = 81.580 (3)
V = 1519.83 (16) A˚3
Z = 2
Mo K radiation
 = 1.00 mm1
T = 150 K
0.22  0.22  0.14 mm
Data collection
Nonius KappaCCD diffractometer
Absorption correction: multi-scan
(SORTAV; Blessing, 1995)
Tmin = 0.811, Tmax = 0.873
10819 measured reﬂections
6865 independent reﬂections
3530 reﬂections with I > 2(I)
Rint = 0.107
Reﬁnement
R[F 2 > 2(F 2)] = 0.060
wR(F 2) = 0.154
S = 0.95
6865 reﬂections
417 parameters
H-atom parameters constrained
max = 0.77 e A˚
3
min = 0.87 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
C9—H9B  O1i 0.98 2.36 3.188 (6) 142
C13B—H13B  O2ii 0.95 2.58 3.510 (6) 167
C33B—H33B  Cg1 0.95 2.58 3.387 (5) 144
C35A—H35A  Cg2iii 0.95 2.61 3.489 (6) 154
Symmetry codes: (i) xþ 2;y;zþ 2; (ii) xþ 2;yþ 1;zþ 1; (iii)
x þ 1;yþ 1;zþ 2. Cg1 and Cg2 are the centroids of the C11A–C15A, C31B–
C36B rings, respectively.
Data collection: KappaCCD Server Software (Nonius, 1997); cell
reﬁnement: DENZO-SMN (Otwinowski & Minor, 1997); data
reduction: DENZO-SMN; program(s) used to solve structure:
SHELXS97 (Sheldrick, 2008); program(s) used to reﬁne structure:
SHELXL97 (Sheldrick, 2008) and SORTX (McArdle, 1995); mole-
cular graphics: PLATON (Spek, 2009); software used to prepare
material for publication: SHELXL97 and PREP8 (Ferguson, 1998).
JFG thanks Dublin City University and PRTLI-3 (NICB)
for grants in aid of chemical research.
Supplementary data and ﬁgures for this paper are available from the
IUCr electronic archives (Reference: BG2237).
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